Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.054; wR factor = 0.116; data-to-parameter ratio = 16.0.
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (ii) x; Ày þ 3 2 ; z þ 1 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: PLATON.
acridinediones are expected to provide useful information on the role of substituents in influencing molecular conformation which has a direct relationship to biological activity. This paper deals with the crystal structure of a 4-hydroxy-3-methoxyphenyl substituted tetramethyl acridinedione, (I).
In (I) ( Fig.1 ), all bond lengths and angles are normal and correspond to those observed in related structures (Balamurugan et al.,2009; Zhao & Teng 2008) . The central ring (C4A/C5A/C8A/C9A/C9/N10) of the acridinedione moiety adopts a boat conformation (ΔCs(N10) = 0.129 & ΔCs (C5A-C8A) = 10.84) and the four essentially planar atoms (C4A/C5A/C8A/C9A) of this ring (maximum deviation 0.001 (2)Å for all atoms) forms a dihedral angle of 85.99 (12)° with benzene ring. Both the outer rings adopt sofa conformations (ΔCs (C6) = 1.55; ΔCs (C3) = 7.45) (Duax & Norton, 1975) . In the crystal, O1-H1···O4 i and N10-H10···O3 ii hydrogen bonds (Table 1 ) link molecules to form a two-dimensional network parallel to (100) (Fig. 2 ).
Experimental
In a 50 ml rounded bottom flask, a mixture of dimedone (2 mmole), 4-hydroxy, 3-methoxy benzaldehyde (1 mmole) and ammonium acetate (1.2 mmole) in mixture of aqueous ethanol (7 ml) was stirred at RT for 5 min. To this mixture 3-carboxymethyl-1-methylimidazolium(HSO 4 ) (20 mol%) was added and the reaction mixture heated at 348-353K for 1.5 hrs.
The progress of reaction was monitored by TLC. After completion of reaction, the mixture was cooled to RT and poured on iced water under stirring, The precipitate was filter and dried. The crude product were recrystallized from ethanol to afford X-ray quality crystals. M.P.: 568-571 K, Yield: 82%. IR(KBr): 3274,3168,3049,1623,1511,1370 cm-1. 1H NMR(300 MHz, DMSO-d6): δ = 8.7(s,1H,OH);7.7 (s, 1H, NH); 6.7 (s, 1H, Ar-H); 6.5(s,2H,Ar-H); 4.7 (s, 1H, CH); 3.67 (s, 3H, OCH3); 2.4-2.0 (m, 8H, CH2); 1.0 (s, 6H, CH3); 0.9 (s,6H, CH3).
Refinement
All H atoms were positioned geometrically and were treated as riding on their parent C atoms, with C-H distances of 0.93-0.96 Å and with U iso (H) = 1.2U eq (C) or 1.5U eq (methyl C). supplementary materials sup-2 Acta Cryst. (2013). E69, o100
Computing details
Data collection: CrysAlis PRO (Oxford Diffraction, 2010); cell refinement: CrysAlis PRO (Oxford Diffraction, 2010); data reduction: CrysAlis PRO (Oxford Diffraction, 2010); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009) ; software used to prepare material for publication: PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound with ellipsoids drawn at the 40% probability level. H atoms are shown as small spheres of arbitrary radii. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.36588 (15) 0.71186 (11) 0.15883 (12) 0.0579 (5) Symmetry codes: (i) −x+1, y−1/2, −z+1/2; (ii) x, −y+3/2, z+1/2.
